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McLean; David H. Russell; Texas A&M University, 
College Station, TX 
MOFpm 04:00 A Cluster Division Model for the Final Stage of the 
Electrospray Process; Jan Sunner; Iwona B Beech; 
Kenzo Hiraoka; Yamanashi University, Kofu, Japan 
MOFpm 04:20 Reduction of Sodium Adduct Ion Foramtion of 
Drugs in LC/MS/MS  Based Bioanalysis: 
Methodology and Mechanism; Ji Zhang; Joanne 
Nguyen; Mark G. Qian; Millennium Pharmaceuticals, 
Inc., Cambridge, MA 
MOFpm 04:40 Implications and Applications of Ion-Induced 
Nucleation in Solution on Soft Ionisation Mass 
Spectrometry; Samuel F. W. Bakhoum; Michael J. 
Bogan; George R. Agnes; Simon Fraser University, 
Burnaby, BC, Canada 
 
TUESDAY MORNING ORALS 
 
METABOLOMICS 
Chair:  Gary Schultz 
Room:  Theater 
TOAam 10:15 Metabolomics: A Tool for Gene Validation, Gene 
Discovery, Hypothesis Building, and Mechanistic 
Understanding; Corey D. Broeckling; Mohamed A. 
Farag; David V. Huhman; Zhentian Lei; Marina 
Naoumkina; Bettina Deavours; Richard A Dixon; Lloyd 
W. Sumner; The Samuel Roberts Noble Foundation, 
Ardmore, OK 
TOAam 10:35 A Pooled Sample Strategy for the Identification of 
Potential Biomarkers Utilizing Mass Defect Splitting 
on High Resolution LC/MS Data; Haiying Zhang; 
Bethanne Warrack; Serhiy Hnatyshyn; Nelly Aranibar; 
Mark Friedrichs; Karl-Heinz Ott; Kenneth Ray; Mark 
Sanders; Bristol-Myers Squibb Pharmaceutical 
Research Insti, Princeton, NJ 
TOAam 10:55 New Horizons in HPLC-MS for Biomarker 
Discovery; Ian D  Wilson13; Rebecca Williams13; Eva 
Lenz13; Jennifer H Granger13; Robert S Plumb2; 1Astra 
Zeneca, Macclesfield, UK; 2Waters Corporation, 
Milford, MA; 3Astra Zeneca, Waltham, MA 
TOAam 11:15 Measurement of Nitric Oxide Production in Humans 
using 15N-Arginine and Tandem LC/MS; David L. 
Hachey1; William W.  Wong2; Addison A.  Taylor2; 
Farook Jahoor2; Brian C.  Hachey1; 1Vanderbilt 
University, Nashville, TN; 2Baylor College of Medicine, 
Houston, TX 
TOAam 11:35 Ultra-High Field Fourier Transform Ion Cyclotron 
Resonance Mass Spectrometry for Studying the 
Human Metabolome; Dmitry R.  Gumerov1; Cameron 
O. Scarlett2; J. Paul Speir1; Richard Haney3; Steven 
Zeisel2; Christoph H.  Borchers2; 1Bruker Daltonics, 
Billerica, MA; 2UNC-CH, Chapel Hill, NC; 3Duke 
Comprehensive Cancer Center, Durham, NC 
TOAam 11:55 Metabolic Fingerprinting of Rat Urine by 
Hydrophilic Interaction Liquid Chromatography-
Electrospray Ionization Mass Spectrometry and 
Multivariate Data Analysis; Helena T Idborg1; Leila 
Zamani1; Per-Olof Edlund1; Ina Schuppe-Koistinen2; 
Sven P Jacobsson1; 1Analytical Chemistry, Stockholm, 
Sweden; 2AstraZeneca, Södertälje, Sweden 
NEW AND EMERGING ENVIRONMENTAL CONTAMINENTS 
Chair:  Susan Richardson 
Room:  214 
TOBam 10:15 Pharmaceuticals in the Environment: Should We Be 
Concerned?; Thomas Ternes; Federal Institute of 
Hydrology, Koblenz, Germany 
TOBam 10:35 Determiantion and Screening of Multiclass 
Pharmaceuticals in Surface Water Samples by LC-
Tandem MS and LC-Q-TOF-MS; Damia Barcelo; 
Mira  Petrovic; Merixell Gros; IIQAB-CSIC, Barcelona, 
Spain 
TOBam 10:55 Progress in Rapid Characterization of 
Microorganisms; Catherine Fenselau; University of 
Maryland, College Park, MD 
TOBam 11:15 Identification of Microcystin Toxins from a Strain of 
Microcystis Aeruginosa; Chris W. Diehnelt1; Scott M. 
Peterman2; Nicholas Dugan3; William L. Budde3; 
1University of Texas Southwestern Medical Center, 
Dallas, TX; 2Thermo Electron Corporation, Somerset, 
NJ; 3U. S. Environmental Protection Agency, 
Cincinnati, OH 
TOBam 11:35 Structural Elucidation of Disinfection By-Products; 
Vince Y. Taguchi; Moschoula A. Trikoupis; Ministry of 
the Environment, Etobicoke, Canada 
TOBam 11:55 Novel Flame Retardants, 1,2-Bis(2,4,6-
tribromophenoxy)ethane and 2,3,4,5,6-
Pentabromoethylbenzene, in United States’ 
Environmental Samples; Ronald A. Hites; Lingyan 
Zhu; Hoh Eunha; Indiana University, Bloomington, IN 
ION MOBILITY AND ION STRUCTURE 
Chair:  Richard A. Yost 
Room:  217 
TOCam 10:15 Characterization of Synthetic and Biopolymer 
Conformations using a Combination of FAIMS, 
ECD, and H/D Exchange with FT/ICR MS; Errol W. 
Robinson; David E. Garcia; Ryan D. Leib; Evan R. 
Williams; University of California, Berkeley, CA 
TOCam 10:35 Ion Mobility Measurements on Large Protein-
Protein Complexes:  Towards an Effective Method 
for the Determination of Protein Quaternary 
Structure; Brandon T. Ruotolo1; Kevin Giles2; Iain 
Campuzano2; Alan M. Sandercock1; Robert H. 
Bateman2; Carol V. Robinson1; 1Dept. of Chemistry, 
University of Cambridge, Cambridge, UK; 2Waters MS 
Technologies Centre, Manchester, UK 
TOCam 10:55 Large Proline Clusters in the Gas Phase: Evidence 
for Organized Structures; Sunnie Myung; Ryan R. 
Julian; David E. Clemmer; Dept. of Chemistry, Indiana 
University, Bloomington, IN 
TOCam 11:15 Factors Affecting Transmission and Resolution in 
High-Field Asymmetric Waveform Ion Mobility 
Spectrometry (FAIMS); Christopher Hilton1; Richard 
Yost1; Roger Guevremont2; 1University of Florida, 
Gainesville, FL; 2Ionalytics Inc., Ottawa, On, Canada 
TOCam 11:35 Ion Separation using Gas Mixtures in FAIMS: Does 
Experiment Support the Complexation/Dissociation 
Hypothesis?; Roger Guevremont1; Govindanunny 
Thekkadath1; Alexandre A. Shvartsburg2; Keqi Tang2; 
Richard D. Smith2; 1Ionalytics Corporation, Ottawa, 
Canada; 2Pacific Northwest National Laboratory, 
Richland, WA 
TOCam 11:55 A Novel NanoESI-DMS-MS System for 
Characterizing Gas Phase Molecular Interaction 
Mechanisms and Their Use in Predicting 
Differential Mobility Behavior; Daren S. Levin1; Paul 
Vouros1; Raanan A. Miller2; James C. Morris2; 
Erkinjon G. Nazarov2; 1Barnett Institute, Northeastern 
14S 53rd ASMS Conference on Mass Spectrometry 
University, Boston, MA; 2Sionex Corporation, 
Waltham, MA 
INSTRUMENTATION:   
QUADRUPOLE AND LINEAR ION TRAPS 
Chair:  Richard Vachet 
Room:  Ballroom C1 
TODam 10:15 Linear Quadrupoles with Added Octopole Fields: 
Building a Better Ion Trap; Anthony L. Michaud1; 
Aaron J. Frank2; Chuanfan Ding3; XianZhen  Zhao4; 
Donald J. Douglas4; 1Arizona State University, Tempe, 
AZ; 2Battelle Memorial Institute, Columbus, OH; 
3Fudan University, Shanghai, China; 4University of 
British Columbia, Vancouver, BC, Canada 
TODam 10:35 Rectilinear Ion Trap Mass Spectrometers; Zheng 
Ouyang1; Guangxiang Wu1; Yishu Song1; Huanwen 
Chen1; Chao Zhang1; Wolfgang R. Plass2; Qingyu 
Song1; Sameer Kothari1; Meng Yu1; William J. 
Chappell1; R. Graham Cooks1; 1Purdue University, 
West Lafayette, IN; 2Justus-Liebig-Universität Giessen, 
Giessen, Germany 
TODam 10:55 Miniature Toroidal RF Ion Trap Mass 
Spectrometer; Stephen A. Lammert1; Edgar D. Lee2; 
Samuel E. Tolley2; Jeffrey L. Jones2; Milton L. Lee3; 
1Consultant, Bangor, ME; 2Palmar Technologies, 
Highland City, UT; 3Brigham Young University, Provo, 
UT 
TODam 11:15 The STEP Analysis: (Statistical Test of Equivalent 
Pathways) A New Tool For Structural Elucidation 
using Quadrupole and Linear Ion Traps; Mary L.  
Bandu; Dilusha S. Dalpathado; Janet W. Irungu; Lin 
Yi; Ying Zhang; Heather J. Desaire; University of 
Kansas, Lawrence, KS 
TODam 11:35 Improving the Fundamentals of MSn on 2D Linear 
Ion Traps: New Ion Activation and Isolation 
Techniques; Jae C. Schwartz12; John E. P. Syka12; 
Scott T. Quarmby12; 1Thermo Electron Corporation, 
San Jose , CA; 2Thermo Electron Corporation, Austin, 
TX 
TODam 11:55 Fast Collision Induced Dissociation for the 
Identification of Peptides in a Quadrupole Ion Trap 
Mass Spectrometer; Connell Cunningham Jr. 1; Philip 
M. Remes1; David J. Burinsky2; Gary L. Glish1; 
1University of North Carolina at Chapel Hill, Chapel 
Hill, NC; 2GlaxoSmithKline, Research Triangle Park, 
NC 
GLYCOMICS 
Chair:  Carlito Lebrilla 
Room:  Ballroom C2 
TOEam 10:15 Contiguous Strategies for Automated Glycan 
Sequencing: MSn Disassembly Pathways; Fragment 
Library; OSCAR and IsoSolve Assembly 
Algorithms; Vernon N. Reinhold1; David J. Ashline1; 
Anthony J. Lapadula2; Hailong  Zhang1; Andy J. 
Hanneman1; Philip J. Hatcher2; 1UNH-CSB, University 
of New Hampshire, Durham, NH; 2Computer Science, 
University of New Hampshire, Durham, NH 
TOEam 10:35 Chemokine-Glycosaminoglycan Binding: Specificity 
for CCR-11 Ligand Binding to Highly Sulfated 
Oligosaccharides using FTICR MS; Julie A. Leary1; 
Yonhao Yu1; Ola  Saad1; Matthew Sweeney2; Tracy 
Handel2; 1U.C. Davis, Davis, CA; 2U.C. Berkeley, 
Berkeley, CA 
TOEam 10:55 Automated System for the Analysis of Glycans 
Involving On-Line Permethylation and LC/MSMS; 
Yehia Mechref; Pilsoo Kang; Iveta  Klouckova; 
William R  Ally; Milos V Novotny; Indiana University, 
Bloomingont, IN 
TOEam 11:15 Clinical Glycomics Approach for the Determination 
of Oligosaccharide Biomarkers in Human Fluid; 
Hyun Joo An; Milady R. Ninonuevo; Crystal Kirmiz; 
Bensheng Li; Jennifer  Aguilan; Katherine S Lancaster; 
Suzanne  Miyamoto; Lenio S Alvarenga; Kit S Lam; 
Mark J Mannis; Carlito B Lebrilla; Universitiy of 
California, Davis, CA 
TOEam 11:35 Implementation of Microfluidics/Electrospray Mass 
Spectrometry in Glycolipidomics: Determination of 
Ganglioside Expression in Human Brain Tumors; 
Alina D. Zamfir1; Zeljka Vukelic2; Svjetlana Kalanj-
Bognar3; Jasna Peter-Katalinic1; 1Institute for Medical 
Physics and Biophysics, Muenster, Germany; 2Faculty 
of Medicine, University of Zagreb, Zagreb, Croatia; 
3Institute for Brain Research, Zagreb, Croatia 
TOEam 11:55 Wide-Scale Profiling of Protein O-GlcNAC 
Modification; Scott B. Ficarro1; Nelly Khidekel2; 
Michelle Stettler-Gill1; Scott Brittain1; Linda C. Hsieh-
Wilson2; Eric C. Peters1; 1Genomics Institute, San 
Diego, CA; 2California Institute of Technology, 
Pasadena, CA 
METHODS FOR PROBING PROTEIN CONFORMATIONS 
Chair:  Joseph A. Loo 
Room:  Ballroom C3 
TOFam 10:15 Unfolding of Ionized Proteins in Transition from 
Solution to Gas Phase Probed by Nozzle Skimmer 
and Native Electron Capture Dissociation; Fred W. 
McLafferty1; Kathrin Breuker2; Huili Zhai1; Xuemei 
Han1; 1Cornell University, Ithaca, NY; 2Univ. of 
Innsbruck, Innsbruck, Austria 
TOFam 10:35 Investigation of Structure and Early Aggregation of 
Amyloid ß-Protein using Ion Mobility Mass 
Spectrometry; Summer L. Bernstein14; Thomas  
Wyttenbach14; Gal Bitan14; David B. Teplow14; Michael 
T. Bowers14; 1University of California , Santa Barbara, 
CA; 2Bringham and Women’s Hospital, Boston, MA; 
3Harvard Mediacal School, Boston, MA; 4University of 
California, Los Angeles, CA 
TOFam 10:55 Probing Effects of Nucleotide- and WASP-
Dependent Structural Alterations on Arp2/3 
Complex by Radiolysis and Mass Spectrometry; 
Janna G Kiselar1; Rachel Mahaffy2; Steven C Almo1; 
Thomas D Pollard2; Mark R Chance1; 1Albert Einstein 
College of Medicine, Bronx, NY; 2Yale University, New 
Haven, CT 
TOFam 11:15 Mechanistic Studies on the Unfolding and Subunit 
Disassembly Kinetics of Large Noncovalent Protein 
Complexes by Time-Resolved ESI-MS; Derek J. 
Wilson1; Steven P. Rafferty2; Lars Konermann1; 
1University of Western Ontario, London, ON, Canada; 
2Trent University, Peterborough , ON, Canada 
TOFam 11:35 Hydrogen Exchange Mass Spectrometry 
Demonstrates a Role for the Kinase Domain in Src-
Family Kinase Regulation; James M. Hochrein1; 
Edwina C. Lerner2; Anthony P. Schiavone2; Thomas E. 
Smithgall2; John R. Engen1; 1University of New Mexico, 
Albuquerque, NM; 2University of Pittsburgh School of 
Medicine, Pittsburgh, PA 
TOFam 11:55 Ultra-Fast Photo Chemical Oxidation of Proteins on 
Solvent Accessible Surfaces; David M Hambly; 
Michael L Gross; Washington University, St. Louis, MO 
